Single-crystal X-ray study T = 200 K Mean '(C±C) = 0.005 A Ê R factor = 0.030 wR factor = 0.031 Data-to-parameter ratio = 10.7
The crystal and molecular structure of [bis(dicyclohexylphosphino)ethane-2 P,P H ]bromo(phenyl)nickel (II) chlorobenzene solvate, [NiBr(C 6 H 5 )(dcpe)]ÁC 6 H 5 Cl [dcpe is bis(dicyclohexylphosphino)ethane, (C 6 H 11 ) 2 PCH 2 CH 2 P-(C 6 H 11 ) 2 or C 26 H 48 P 2 ], is reported. The complex is square planar and the NiÐP bond trans to the phenyl group is longer than the bond trans to Br, re¯ecting the stronger trans in¯uence of the aromatic ring.
Comment
Arylnickel(II) complexes are usually prepared by oxidative addition of aryl halides to a nickel(0) centre. Compound (II) and related species have been obtained by reaction of bromobenzene with [Ni( 2 -C 2 H 4 )(dcpe)] (Bennett et al., 1985) or with [NiBr 2 (PPh 3 ) 2 ] in the presence of activated zinc, followed by ligand exchange with dcpe (Bennett & Wenger, 1995) . The present sample, however, was isolated after hydrolysis of the arylnickel(II) complex (I) bearing a boronic ester group in the ortho position. The latter complex, which has been studied as a precursor to the benzynenickel(0) complex [Ni( 2 -C 6 H 4 )(dcpe)] (Retbùll et al., 2002) , is highly reactive towards moisture, owing to the large steric interaction between the boronic ester substituent and the cyclohexyl groups on the diphosphine ligand. Cleavage of the CÐB bond in (I) occurs readily and compound (II) was obtained from attempted crystallizations of (I).
Complex (II) crystallized as a chlorobenzene solvate. The nickel centre of (II) is in a square-planar environment, with C1ÐNiÐP1 and Br1ÐNiÐP2 angles of 170.47 (8) 
Experimental
A solution of the boronic ester complex (I) (50 mg) was prepared with chlorobenzene (3 ml) and pentane was diffused into it at room temperature. Crystallization was very slow, but after 72 h, orange crystals of the title compound formed. Attempted recrystallizations of the title compound from CH 2 Cl 2 /hexane or THF/hexane had similar outcomes. The NMR data are analogous to those of the iodo analogue [NiI(Ph)(dcpe)] (Bennett et al., 1985) . 1 H atoms were included at calculated positions riding on the attached C atom and individual isotropic displacement parameters were re®ned. EW is grateful to the Australian Research Council for the award of a QEII Research Fellowship.
Figure 1
The molecular structure of the title compound, with the atom-labelling scheme. Dispacement ellipsoids are drawn at the 50% probability level and H atoms have been omitted for clarity.
with [NiBr 2 (PPh 3 ) 2 ] in the presence of activated zinc, followed by ligand exchange with dcpe (Bennett & Wenger, 1995) .
The present sample, however, was isolated after hydrolysis of the arylnickel(II) complex (I) bearing a boronic ester group in the ortho position. The latter complex, which has been studied as a precursor to the benzynenickel(0) complex [Ni(η 2 -C 6 H 4 )(dcpe)] (Bennett et al., 2002) , is highly reactive towards moisture, due to the large steric interaction between the boronic ester substituent and the cyclohexyl groups on the diphosphine ligand. Cleavage of the C-B bond in (I) occurs readily and compound (II) was obtained from attempted crystallizations of (I).
Complex (II) crystallized as a chlorobenzene solvate, and the solvent molecule was clearly defined. The nickel centre of (II) is in a square-planar environment, with C1-Ni-P1 and Br1-Ni-P2 angles of 170.47 (8) 
S2. Experimental
A solution of the boronic ester complex (I) (50 mg) was prepared with chlorobenzene (3 ml) and pentane was diffused into it at room temperature. Crystallization was very slow, but after 72 h, orange crystals of the title compound formed.
Attempted recrystallizations of the title compound from CH 2 Cl 2 /hexane or THF/hexane had similar outcomes. The NMR data are analogous to those of the iodo analogue [NiI(Ph)(dcpe)] (Bennett et al., 1985) . 1 The molecular structure of the title compound, with the atom-labelling scheme. Dispacement ellipsoids are drawn at the 50% probability level and H atoms have been omitted for clarity. (2) Geometric parameters (Å, º)
[bis(dicyclohexylphosphino)ethane-κ 2 P,P′]bromo(phenyl)nickel(II) chlorobenzene solvate
Ni1-Br1 2.3390 (5) C18-C19 1.518 (5) Ni1-P1 2.2223 (7) C18-H181 1.000 Ni1-P2 2.1387 (8) C18-H182 1.000 Ni1-C1 1.981 (3) C19-C20 1.533 (4) Cl1-C33 1.719 (4) C19-H191 1.000 P1-C7 1.838 (3) C19-H192 1.000 P1-C9 1.848 (3) C20-H201 1.000 P1-C15 1.850 (3) C20-H202 1.000 P2-C8 1.851 (3) C21-C22 1.543 (4) P2-C21 1.844 (3) C21-C26 1.522 (4) P2-C27 1.848 (3) C21-H211 1.000 C1-C2 1.400 (4) C22-C23 1.532 (4) C1-C6 1.338 (4) C22-H221 1.000 C2-C3 1.391 (4) C22-H222 1.000 C2-H21 1.000 C23-C24 1.514 (5) C3-C4 1.372 (5) C23-H231 1.000 C3-H31 1.000 C23-H232 1.000 C4-C5 1.381 (5) C24-C25 1.518 (4) C4-H41 1.000 C24-H241 1.000 C5-C6 1.399 (4) C24-H242 1.000 C5-H51 1.000 C25-C26 1.531 (4) C6-H61 1.000 C25-H251 1.000 C7-C8 1.538 (4) C25-H252 1.000 C7-H71 1.000 C26-H261 1.000 C7-H72 1.000 C26-H262 1.000 supporting information sup-7
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C8-H81 1.000 C27-C28 1.537 (4) C8-H82 1.000 C27-C32 1.532 (4) C9-C10 1.531 (4) C27-H271 1.000 C9-C14 1.539 (4) C28-C29 1.526 (4) C9-H91 1.000 C28-H281 1.000 C10-C11 1.534 (4) C28-H282 1.000 C10-H101 1.000 C29-C30 1.526 (4) C10-H102 1.000 C29-H291 1.000 C11-C12 1.525 (5) C29-H292 1.000 C11-H111 1.000 C30-C31 1.524 (5) C11-H112 1.000 C30-H301 1.000 C12-C13 1.516 (5) C30-H302 1.000 C12-H121 1.000 C31-C32 1.528 (4) C12-H122 1.000 C31-H311 1.000 C13-C14 1.529 (4) C31-H312 1.000 C13-H131 1.000 C32-H321 1.000 C13-H132 1.000 C32-H322 1.000 C14-H141 1.000 C33-C34 1.393 (6) C14-H142 1.000 C33-C38 1.367 (6) C15-C16 1.533 (4) C34-C35 1.382 (6) C15-C20 1.535 (4) C34-H341 1.000 C15-H151 1.000 C35-C36 1.365 (6) C16-C17 1.535 (4) C35-H351 1.000 C16-H161 1.000 C36-C37 1.353 (6) C16-H162 1.000 C36-H361 1.000 C17-C18 1.517 (5) C37-C38 1.420 (6) C17-H171 1.000 C37-H371 1.000 C17-H172 1.000 C38-H381 1.000
